: Snapshots of finite 2D C 60 monolayer at room temperature. The left panels (both the top and side views) show the initial structure, the middle panels show unstable zigzag edges, and the right panels show the formation of a nanowire. In the calculations, we used periodic boundary along the straight edge direction and free edge condition along the zigzag direction.
: Snapshots of C 60 nanotubes of two different diameters under equilibrium at 300 K. Top row: The nanotube with a diameter of 95 Å is stable and retains the tube shape. Bottom row: The nanotube of a diameter of 80 Å is unstable and destroyed by thermal fluctuations. Periodic boundary condition is used along the tube axis in the simulations.
